The reorganization energy 0 according to the Marcus equation can be calculated with:
(S1)
where a1 and a2 are the radii of the reactant molecules, R = a1 + a2. op is the optical dielectric constant, and  is the static dielectric constant. The inner reorganization energy was estimated to be i  0.
The Marcus equation is:
where Gr is the reaction energy and G0 ‡ is the intrinsic barrier. Within the Savéant model, the last term is related to the reorganization energy according to:
where BDFE stand for bond dissociation free energy of PhI (60.4 kcal/mol 
